Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.002 Å; R factor = 0.046; wR factor = 0.119; data-to-parameter ratio = 16.1.
In the title compound, C 19 H 12 N 2 O 3 , the 1-benzofuro [3,2d] pyrimidinone unit is approximately planar, the maximum deviation from the mean plane being 0.045 (1) Å . The attached phenyl ring makes a dihedral angle of 86.73 (6) with the fused ring system. The packing of the molecules in the crystal structure is mainly governed by C-HÁ Á Á hydrogenbonding interactions.
Related literature
For related preparation and biological activity, see: Bodke & Sangapure (2003) . For related literature, see: Ding et al., 2004. For the crystal structures of other fused pyrimidinone derivatives, see: Hu et al. (2005 Hu et al. ( , 2006 Hu et al. ( , 2007 Table 1 Hydrogen-bond geometry (Å , ). 
Cg1 is the centroid of the C14-C19 phenyl ring and Cg2 is the centroid of the C1-C6 ring.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2001). (Bodke & Sangapure, 2003) . We have recently focused on the synthesis of the fused heterocyclic systems containing pyrimidinone via aza-Wittig reactions at room temperature (Ding et al., 2004) . We present here the structure of one such benzofuropyrimidinone derivative. Fig. 1 shows the molecular structure of (I) with the atomic numbering scheme. Bond lengths and angles are unexceptional (Hu et al., 2005 (Hu et al., , 2006 (Hu et al., , 2007 . The benzofuropyrimidine ring system is almost planar, with a maximum deviation of 0.045 (6) Å for atom C7; the C14-C19 phenyl ring is twisted with respect to it, with a dihedral angle of 86.73 (6)°. In the crystal, intermolecular C-H···π hydrogen bonds (Table 1) stabilize the crystal structure ( Fig. 2 ).
Experimental
To a solution of ethyl 3-((phenylimino)methyleneamino)benzofuran-2-carboxylate (3 mmol) in dichloromethane (5 ml) was added sodium prop-2-yn-1-oxide (3 mmol) in prop-2-yn-1-ol (5 ml). After stirring the reaction mixture for 2 h, the solvent was removed under reduced pressure and the residue was recrystallized from ethanol to give the title compound, in a yield of 89%. Crystals suitable for single-crystal X-ray diffraction were obtained by recrystallization from a mixed solvent of ethanol and dichloromethane (1:1 v/v) at room temperature.
Refinement
All C-bound H atoms were positioned geometrically, with C-H = 0.93 Å, U iso =1.2U eq (C) for Csp and Csp 2 , C-H = 0.97 Å, U iso = 1.2U eq (C) for CH 2 . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 1.05495 (11) 0.81800 (18) 0.22716 (7) 0.0377 (3) Atomic displacement parameters (Å 2 )
0.0361 (7) 0.0393 (7) 0.0367 (7) 0.0037 (6) 0.0071 (6) 0.0010 (5) C2 0.0483 (8) 0.0460 (9) 0.0378 (7) 0.0050 (6) 0.0027 (6) 0.0011 (6) C3 0.0485 (9) 0.0527 (9) 0.0455 (8) 0.0006 (7) 0.0003 (7) −0.0085 (7) C4 0.0470 (9) 0.0486 (9) 0.0597 (9) −0.0061 (7) 0.0112 (7) −0.0075 (7) C5 0.0487 (9) 0.0489 (9) 0.0490 (8) −0.0044 (7) 0.0161 (7) 0.0043 (7) C6 0.0378 (7) 0.0472 (8) 0.0356 (7) 0.0017 (6) 0.0087 (6) −0.0002 (6) C7 0.0459 (8) 0.0434 (8) 0.0327 (7) −0.0017 (6) 0.0086 (6) 0.0042 (6) C8 0.0382 (7) 0.0410 (8) 0.0331 (7) 0.0049 (6) 0.0055 (6) 0.0014 (5) C9 0.0517 (9) 0.0499 (9) 0.0326 (7) −0.0026 (7) 0.0070 (6) 0.0031 (6) C10 0.0450 (8) 0.0407 (7) 0.0319 (7) 0.0003 (6) 0.0070 (6) 0.0028 (6) C11 0.0588 (9) 0.0415 (8) 0.0377 (7) 0.0021 (7) 0.0082 (7) 0.0091 (6) C12 0.0475 (9) 0.0474 (9) 0.0390 (8) −0.0010 (7) 0.0055 (6) 0.0067 (6) C13 0.0673 (11) 0.0661 (11) 0.0560 (10) 0.0056 (9) 0.0194 (9) −0.0024 (8) C14
0.0468 (8) 0.0405 (8) 0.0295 (6) 0.0001 (6) 0.0040 (6) 0.0004 (5) C15 0.0527 (9) 0.0495 (9) 0.0385 (7) 0.0036 (7) 0.0124 (7) 0.0015 (6) 0.0515 (10) 0.0567 (10) 0.0551 (9) 0.0076 (7) 0.0075 (7) −0.0141 (7) N1 0.0489 (7) 0.0410 (7) 0.0319 (6) −0.0009 (5) 0.0048 (5) 0.0028 (5) N2 0.0475 (7) 0.0443 (7) 0.0290 (5) −0.0030 (5) 0.0041 (5) −0.0005 (5) O1 0.0533 (6) 0.0497 (6) 0.0342 (5) −0.0078 (5) 0.0087 (4) 0.0047 (4) O2 0.0928 (9) 0.0695 (8) 0.0301 (5) −0.0207 (7) −0.0005 (5) 0.0078 (5) O3 0.0649 (7) 0.0460 (6) 0.0339 (5) −0.0101 (5) 0.0058 (5) 0.0040 (4) Geometric parameters (Å, °) Symmetry codes: (i) x+1/2, −y+3/2, z+1/2; (ii) −x+5/2, y+1/2, −z+1/2; (iii) x, y−1, z; (iv) −x+3/2, y+1/2, −z+1/2. supplementary materials sup-7 
